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Source of material
The title compounds were synthesized by the reaction of 4-methyl-2,4,6-triphenyl-4f/-thiopyran [1] with hydrogen peroxide in cold acetic acid, then purified by PLC on alumina using a * Correspondence author (e-mail: piFelahi@khayam.ut.ac.ir) mixture of petroleum ether: ethyl acetate (70:30) as eluent. Two stereoisomers were obtained. Recrystallizations from dichloromethane and ethanol gave crystals suitable for X-ray analysis.
Discussion
In the previous paper the crystal structure of c/i-4-(p-trifluoromethylphenyl)-2,4,6-triphenyMi/-thiopyran-1 -oxide has been reported [2] . As a continuation of the investigations on die properties of 4//-thiopyran-1 -oxides, studies have shown that these compounds could be isolated in two cis-and {ro/u-stereoisomeric forms. Here, we report the crystal structures of two new stereoisomers of C24H20OS, where the C1, C2, C4, and C5 atoms of the central sulfur rings in both stereoisomers are coplanar. The deviations of C3, SI, Ol, C6, C12, C18 and C19 atoms of the attached groups are -0.076 A, -0.074A, -1.478 A, 0.310 A, -1.477 A, 1.072 A and -0.035 A, respectively, for the cü-stereoisomer (figure, top) as well as 0.046 A, 0.070 A, -1.180 A, -0.211 A, 1.363 A, -1.1960 A and -0.176 A, respectively, for the tavu-stereoisomer (figure, bottom). Hie crystal structure of the cü-stereoisomer consists of two crystallographically independent molecules. In the second molecule, the CI', C2', C4', and C5' atoms of the central sulfur ring are also coplanar. The deviations of C3\ SI', OlC6', C12', C18'andC19' atoms of the attached groups are -0.076 A,-0.074A, -1.478 A, 0.310 A, -1.477 A, 1.072 A and-0.035 A, respectively. The two independent molecules show similar conformations (figure, top left). The Flack parameter characterizing their absolute structure was 0.08(7). A comparison between the observed deviations for C3 and SI (C3' and SI') atoms of the central sulfur rings in the above cis-and mwu-stereoisomers and those of the previously reported p-trifluoromethylphenyl analogue shows that the boat conformations of the central sulfur rings of the title compounds are rather flattened.
1. cis-4-Methy l-2,4,6-triphenyl-4i/-thiopyran-1 -oxide, Table 4 . Data collection and handling. 
C24H20OS
S(l) Λα -0.69775(8) -0.18614(6) -0.08442(3) 0.0339(5) 0.0308(4) 0.0240(4) 0.0032(4) 0.0006(3) 0.0029(3) Oil) Λα -0.5910(2) -0.1213(2) -0.0960(1) 0.040(1) 0.035(1) 0.047(1) 0.001(1) 0.014(1) 0.008(1) C(l) Λα -0.6331(3) -0.2908(2) -0.0546(1) 0.024(2) 0.028(2) 0.033(2) -0.003(1) -0.001(1) 0.002(1) C(2) Λα -0.6342(3) -0.3088(2) -0.0002(1) 0.026(2) 0.026(2) 0.031(2) -0.002(2) -0.004(1) 0.004(1) C(3) Λα -0.6926(3) -
